Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.054; wR factor = 0.155; data-to-parameter ratio = 15.4.
The molecule of the title compound, C 9 H 8 Cl 2 O, is almost planar: the dihedral angle between the benzene ring and the plane defined by the carbonyl O and ethane C atoms is 15.5 (2) . The crystal packing is stabilized by intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
For the preparation, see: Aston et al. (1943) ; Terent'ev et al. (2004) . For synthetic use of the title compound and mandelic acid derivatives, see: Schiffers & Bolm (2008) ; Blay et al. (2006) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: Mercury (Macrae et al., 2006) and ORTEP-3 (Farrugia, 1997). The title compound, 2,2-Dichloro-1-(4-methylphenyl)ethanone, was obtained by chloration of 1-(4-methylphenyl)ethanone with concentrated hydrochloride and aqueous hydroperoxide in hot ethanol (Terent'ev et al., 2004) and it was used for the preparation of substituted mandelic acid and derivatives.
Structure Reports Online
In the title compound, C 9 H 8 Cl 2 O, the lengthes of two C-Cl bonds are different, the distance of C1-Cl1 is 1.757 Å, otherwise, the distance of C1-Cl2 is 1.762 Å. The molecule is nearly planar, the dihedral angle between the phenyl ring and the plane defined by O1, C2 and C1 is 15.5°. The packing of molecules in the crystal structure is stabilized by intermolecular C-H···O hydrogen bonds.
Experimental
To a stirred hot mixed aqueous concentrated hydrochloride and ethanol solution (300 cm 3 ) of commercially available 1-ptolylethanone (13.42 g, 0.10 mol) added dropwise aqueous hydropeoxide (35% wt in water, 0.272 mol), and the mixture was stirred for 30 min at 90-100°C. The solution was cooled to room temperature and diluted by addtion of water (300 cm 3 ), it was extracted by ether (2× 400 cm 3 ), the combined organic layer was washed with 1 M NaOH (100 cm 3 ), water (100 cm 3 ), brine (2× 110 cm 3 ), and dried over Na 2 SO 4 . Evaporation of the solvent afforded the title compound as a light yellow oli (19.8 g, 97%), which was solidfied as a pale block after24 h at room temperature. The melting point and the spectroscopic data of the title compound were consisted with the reported literature (Terent'ev et al., 2004) .
Refinement
All H atoms were placed in calculated positions and refined as riding, with C-H = 0.93-0.98Å and with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (2) 
